LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011415\

Data File : BF076867.D

Aca On : 14 Jan 2015 19:27 Instrument :
Operator : 1Z / TP BNA_F

Sample 1 G1077-01 ClientSampleld :
Misc - 5 FK-BPM-02-F1-F2-F3-F4
ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF011415.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.475 31 34 47 rVB 90000 176824 16.99% 2.121%
2 2.938 159 162 167 rBvY 18045 37678 3.62% 0.452%
3 4.161 266 269 277 rBV 120975 266495 25.60% 3.196%
4 5.087 347 350 357 rBV 376979 686650 65.97% 8.235%
5 7.419 550 554 559 rBV 412979 740822 71.18% 8.885%
6 7.510 559 562 568 rVB 453643 764321 73.43% 9.167%
7 8.025 604 607 613 rVB 115260 179690 17.26% 2.155%
8 8.345 631 635 638 rBV 345462 556829 53.50% 6.678%
9 9.316 716 720 723 rBV 304882 461638 44.35% 5.537%
10 10.928 858 861 864 rBV 165552 248892 23.91% 2.985%
11 12.391 987 989 994 rVB 15988 28195 2.71% 0.338%
12 13.579 1090 1093 1097 rBvV 556019 913274 87.75% 10.953%
13 14.642 1183 1186 1192 rVB 44396 64144 6.16% 0.769%

14 15.065 1219 1223 1227 rBV 181713 274471 26.37% 3.292%
15 16.665 1360 1363 1365 rBV 96212 111228 10.69% 1.334%

16 16.723 1365 1368 1371 rVV 453255 574805 55.23% 6.894%
17 17.808 1461 1463 1466 rBV 222334 299502 28.78% 3.592%
18 20.037 1655 1658 1660 rBV 973980 1040826 100.00% 12.483%
19 21.306 1764 1769 1772 rBV 288079 485228 46.62% 5.820%

20 22.072 1834 1836 1839 rBV2 6792 11072 1.06% 0.133%

21 22.506 1871 1874 1876 rBV 34282 49190 4.73% 0.590%

22 22.952 1910 1913 1915 rBV 198288 288120 27.68% 3.456%

23 23.546 1963 1965 1971 rVB3 17585 38030 3.65% 0.456%

24 24.038 2006 2008 2012 rVB3 14325 23191 2.23% 0.278%

25 24.358 2033 2036 2040 rVvB4 6551 16671 1.60% 0.200%
Sum of corrected areas: 8337786
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011415\

Data File : BF076867.D

Aca On : 14 Jan 2015 19:27

Operator : 1Z / TP

a?ggle i 31077_01 FK-BPM-02-F1-F2-F3-F4
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO76867.D
800000

600000
400000 5.09 8.34

200000

1.48 4.16 8.02

2.94
o L AL S —

Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF076867.D

800000

600000 13.58

16.72
400000

17.81
200000 10.93 15.07

16,67
14.64

12.39

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BFO76867.D
20104

800000

600000

400000
21.31

200000 22.95

22,07 2251 2355  24.0424.36

e s L A o S e e R

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011415\

Data File : BF076867.D

Aca On : 14 Jan 2015 19:27

Operator : 1Z / TP

a?ggle i 31077_01 FK-BPM-02-F1-F2-F3-F4
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 3-Hexen-2-one Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

2.94 4.19 ng 37678 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 162 (2.938 min): BF076867.D (-159) (-) m/z 83.10 100.00%
55 a3
5000
43 98
| ‘ 49| 2.60 2.80 3.00 3.'20 '
O+ e e e e e e e e e e m/z 55.10 87.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one
83
55
43
5000 AR U N SRR
29 2.60 2.80 3.00 3.20
%8 m/z 43.10 28.88%
0 ﬂ 37y\‘ 49 || 62 69
LI FUELEL FULELELN FURLELEL UL JURL L SURELLE SR SRR IURLL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
" 260 2.80 3.00 3.0
5000 m/z 39.10 25.98%
27 98
15 69
o 34 49 63 77 91
LI FUELEL SN FULELEL UL SR SURELE UL SURLLI IURLE B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3309: 2-Pentene, 2,4-dimethyl- B e R )
Fsic] 2.60 2.80 3.00 3.20
55 m/z 98.00 25.91%
41
5000
27 98
15
o P e el e 7l o«
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 2.%0 2.130 3.'00 3.'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011415\

Data File : BF076867.D

Aca On : 14 Jan 2015 19:27

Operator : 1Z / TP

a?ggle i 31077_01 FK-BPM-02-F1-F2-F3-F4
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.16 29.66 ng 266495 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 28
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 269 (4.161 min): BF076867.D (-266) (-) m/z 43.10 100.00%
a3
59
5000
101 e e
3.80 4.00 4.20 4.40
o..,....,....,....',':...,??.I,....,....,??..,...=,|....,. m/z 59.10 75.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 URABE NSRS N
3.80 4.00 4.20 4.40
59 m/z 101.00 20.43%
0 21 37, 53 \‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
380 4.00 4.20 440
5000 41 m/z 58.10 19.91%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- o REama e R
59 380 4.00 420 4.40
m/z 41.10 9.26%
5000
101
15 31 ‘ 53 69 83
0"w"'w'”'W"“w"'w'm'w"'w"'w“"w"'w"'w URRABE NSRS SR AREREN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011415\

Data File : BF076867.D

Aca On : 14 Jan 2015 19:27

Operator : 1Z / TP

a?ggle i 31077_01 FK-BPM-02-F1-F2-F3-F4
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown7.51 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.51 85.07 ng 764321 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 562 (7.510 min): BF076867.D (-559) (-) m/z 132.00 100.00%
5000

7.20 7.40 7.60 7.80

01 m/z 68.10 41.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 LI L L L L L L L BB LB |

7.20 7.40 7.60 7.80
33 44 97 105 m/z 134.00 31.71%
51 60 70 78 86 ‘

NS VRS i S M N SN | N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
N ABRARRE LS
7.20 7.40 7.60 7.80
5000 m/z 66.10 28.54%
104
51 ., 66 77
0 14 27 37 44 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e A R
132 7.20 7.40 7.60 7.80
m/z 69.10 17.33%
97
5000
70
52
31 44 ‘ 60 78 g 105 116
0..“.”,”.wk”.“l”J”.J.”.“.J,””,”.n.”.“.m,”.wh.... T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011415\

Data File : BF076867.D

Aca On : 14 Jan 2015 19:27

Operator : 1Z / TP

a?ggle i 31077_01 FK-BPM-02-F1-F2-F3-F4
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.67 7.43 ng 111228 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 50
3 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 50
4 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 50
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 50
Abundance Scan 1363 (16.665 mirg: BF076867.D (-1360) (-) m/z 105.00 100.00%
105
77
5000 182
51
152 16.40 16.60 16.80 17.00
Ot 2 e M Tm/z 77.10 62.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44108: Benzophenone
105
& 182
5000 LN UL SURE UL
16.40 16.60 16.80 17.00
o1 m/z 182.10 51.16%
oL 27 39 | 63 | 126 192 !
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
77 16,40 16.60 16.80 17.00
5000 m/z 51.10 28 .44%
51
0 27 39 63 89 116 145
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54849: Benzoic acid, phenyl ester A E s e
105 16.40 16.60 16.80 17.00
m/z 50.00 9.30%
5000 7
51
39
o 27 J 6 | a4 115  am 198
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60 16.80 17.00
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

= Z:\HPCHEM1I\BNA F\DATA\BF011415\
: BFO76867.D
: 14 Jan 2015 19:27
1z /7 TP
: G1077-01

: S

- 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M

Quant Title

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 2,6,10,14,18,22-Tetracosahe...

R.T.

EstConc Area

Relative to ISTD

Concentration Rank 7

Hit# of

3.41 ng 49190 Perylene-d12

5 Tentative ID MW  MolForm

1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50

2 Saualene

410 C30H50

3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440

000111-02-4 91
007683-64-9 90
1000163-04-7 83

4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 64
Abundance Scan 1874 (22.506 min): BF076867.D (-1871) (-) m/z 69.10 100.00%
69
5000
41 95 HIIIIIIIIIIIIIIIIIIIIIII
| il 137 161 007 22.20 22.40 22.60 22.80
Y N e e — m/z 81.10 48.30%
miz--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LI L L L L L LN L L |
a1 22.20 22.40 22.60 22.80
95 107 m/z 41.10 23.98%
0 ‘ L “M il ‘9 175 203 231 273 209 341367 410
T T T e o
miz--> 50 100 150 200 250 300 350 400
Abundance
69
| NN SN
22.20 22.40 22.60 22.80
so00l 41 m/z 95.10 15.16%
9% 137
o 117 161 191 217 273 299 341 367 410
T T e R =R L
miz--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... A mm
69 22.20 22.40 22.60 22.80
m/z 67.00 14 .08%
5000 41
93
ol 1 oy wsew e |
miz--> 100 150 200 250 300 350 400 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011415\

Data File : BF076867.D

Aca On : 14 Jan 2015 19:27

Operator : 1Z / TP

a?ggle i 31077_01 FK-BPM-02-F1-F2-F3-F4
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-Tetracosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.55 2.64 ng 38030 Perylene-di12 22.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 68
2 11-Tricosene 322 C23H46 052078-56-5 64
3 1-Pentadecanol 228 C15H320 000629-76-5 58
4 17-Pentatriacontene 491 C35H70 006971-40-0 58
5 1-Hexacosanol 382 C26H540 000506-52-5 58
Abundance Scan 1965 (23.546 min): BF076867.D (-1963) (-) m/z 57.00 100.00%
57
5000 111
191
4 “} 33 23.20 23.40 23.60 23.80
Obrrrpre m/z 83.10 94 _.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43
5000 83
23.20 23.40 23.60 23.80
18 11 m/z 55.10 71.44Y%
0 |4l s 140 168 196 238 266 308 336
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
23.20 23.40 23.60 23.80
5000 83 m/z 97.10 64.96%
111
o 140 168 196 224243 266 294 322
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 ’\
Abundance #75205: 1-Pentadecanol R Raaas L L
1 Fsic] 23.20 23.40 23.60 23.80
m/z 69.10 59.22%
5000
ol.18 8 139156 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011415\

Data File : BF076867.D

Acq On : 14 Jan 2015 19:27

Operator - 1Z / TP

a?ggle i g1077_01 FK-BPM-02-F1-F2-F3-F4
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Hexen-2-one 2.94 4.2 ng 37678 1 8.02 179690 20.0
2-Pentanone, 4-hy... 4.16 29.7 ng 266495 1 8.02 179690 20.0
unknown7 .51 7.51 85.1 ng 764321 1 8.02 179690 20.0
Benzophenone 16 .67 7.4 ng 111228 4 17.81 299502 20.0
2,6,10,14,18,22-T... 22.51 3.4 ng 49190 6 22.95 288120 20.0
1-Tetracosanol 23.55 2.6 ng 38030 6 22.95 288120 20.0
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